1. Supplementary GS structure information for 1 at 150 K Figure S1 : Void space diagram for the GS X-ray structure of 1 at 150 K. Table S1 : Intermolecular C-H…O contacts to the nitro-(η 1 -NO2) isomer in the GS structure of 1 at 150 K.
Diffuse reflectance spectroscopy
Solid state diffuse reflectance spectra were collected using an Ocean Optics Maya 200 PRO High Sensitivity Spectrometer equipped with an Ocean Optics DH-2000-BCA UV-Vis-NIR light source. Spectra were collected on evenly-ground powder samples, prepared from pure single-crystals. Figure S2 shows the experimental diffuse reflectance spectra of 1. Figure S3 shows the normalised absorption profiles for 1, converted from the diffuse reflectance data using the Kubelka Munk function:
where A = calculated absorbance and R = diffuse reflectance. 3. Supplementary MS structure information for 1 at 150 K 
